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# Entry information #
B R A

save_entry_information

_Entry.5f_category entry_information
_Entry.5f_framecode entry_information
_Entry.ID 15400
_Entry.Title

Backbone and side chain chemical shift assignments of the F1
53-to-5-flurotryptophan mutant of human cardiac troponin C

_Entry.Version_type new
_Entry.Submission_date 2087-87-28

_Entry.Accession_date 2007-87-20
_Entry.Last_release_date .
_Entry.Original_release_date

_Entry.Origination author
_Entry .NMR_STAR_version 3.0.8.100
_Entry.0Original _MMR_STAR_wversicn 3.8.8.108
_Entry.Experimental _method MR,

_Entry.Experimental_method_subtype solution
_Entry.Details .
_Entry.BMRB_internal_directory_name

bmr15400.str

NMR-STAR v3 BMRBxTool BMRB/XML

<BMREBx : entrylategory>
<BMRBx :entry id="15488">

<BMREBEx :
<BMHRBx :

<BMREx
<BMREx
<BMREx
<BMREx
<BMREx
<BMREEx

<BMREEx

accession_date>2006-12-87+89 :08</EMRBx : accession_date>
bmrb_internal_directory_name xsi:nil="true"/>

:details xsi:nil="true"/ >
<BMREx :

experimental _method-MMR</BMREx :experimental _method>

rexperimental_method_subtypes>SOLUTION</BMREx : experimental _method_sut
tlast_release_date xsi:nil="true"/>
cnmr_star_version=3.0.8.100</BMREx :nmr_star_version:>

<BMREx :

original_nmr_star_version=3.8.8.100</BMRBx:original _nmr_star_wversic

roriginal_release_date xsi:nil="true"/>
<BMREx :

origination=author</EMREx:origination=

:sf_category>entry_information</BMRBx:sf_category>
<BMREx :

5f_framecode>entry_information</BEMREx:sf_framecode>

:submission_daote=2006-12-87+09 :88</BEMRBx : submission_dates>
<BMREBx :

title=Backbone and side chain chemical shift assignments of the F1f

5-flurotryptophan mutant of human cardiac troponin C</BMRBx:titles

<BMREBx :

version_typesoriginal</BMREx:version_types

</BMREx tentry>
</BMREx : entrylategory>

bmr15400.xml
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BMRBoTool

wwsion_date>
S

_method>
viexperimental_method_subtypes

version>
original_nmr_star_version=

egory:>
‘amecode:

mission_datex>

t assignments of the F153-to-
REx:titlex>

<BMRBo: has_entryCategory>

<BMRBo:entryCategory rdf:about="http://bmrbpub.protein.osaka-u.ac. jp/rdf/bmrl5468/entryCategory"”>

<BMRBo:has_entry>
<BMRBo:entry rdf:about="http://bmrbpub.protein.osaka-u.ac. jp/rdf /bmr15486./ entry/15400" >

of_datablock rdf:resource="http://bmrbpub.protein.osaka-u.ac. jp/rdf /bmrl15468" />

<BEMREo:

<BMRBo

<BEMREo:
<BEMREo:

<BEMREo

<BMREBo;
<BMREBo;
<BEMREo:

<BEMREBo

<BEMREo:
<BEMREo:

<BMREBo

zentry.
entry.
entry.
zentry.
entry.
entry.
entry.
zentry.
entry.
entry.
zentry.

1d>154B@</BMRBo: entry. id>
accession_date-2006-12-87+89:00</EMRBo:entry.accession_datex

experimental _method>NMR</EMREo:entry.experimental _method=
experimental_method_subtype>SO0LUTION</EMREo: entry.experimental _method_subtype>
nmr_star_version>3.8.8.108</BMREo: entry.nmr_star_versions
original_nmr_star_version=3.8.8.180</BMRBo:entry.original_nmr_star_wversions>
origination=author</BMRBo:entry.originations>
sf_category=entry_information</BMRBo:entry.sf_categorys
sf_framecodesentry_information</BEMREo:entry.sf_framecodes
submission_date>2006-12-07+09 :00</EMRBo :entry. submission_daotes

title=Backbone and side chain chemical shift assignments of the F153-to-5-flure

tryptophan mutant of human cardiac troponin C</BMRBo:entry.title-
<BMRBo:entry.version_typesoriginal </BMRBo:entry.version_types
</BMRBo:entry>
</BMRBo:has_entry>

</BMREo :entryCategory>

</BMRBo:has_entryCategory>

bmr15400.rdf
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MagRO-NMRView|Zi& & = 1-GUIEE

| Residue Namber:17 Res-pe:ILE
_ NOESY. ]n <] > atom: [ ppm-asxlgn show| none | 90°>>| dose
HD1#
o
1 11
12
3 _—
o | [ = =|BBAM (Back-Bone
o AL g — — ; Edlt,org Idgnonel
la P E’ Show : Sequence | Help 1
_ ﬂ - b - : Resno ;84 Type(l)!
<=l e < = Sort: W increasing _| decreasing ]
e -s E IC
5 = =+ T | o ”| = J B ; ’ Chemical Shift  tolerance
< IE - b Iz 5 o EE L i L ] jD co [i75925 ppm o0 %
i - P Pis Tiress il2ves Tiaash Seoer o
i g CYANA setup for ver. 2.0h t Clear | Save | Makeall i'-"'_ i"""
5 9.403 110,600 172.086 172,813 43.101 &
- = I Dm0 NSl lTeed s sems 4 > ’ CA 37.571 ppm |80 %
7 2 8.363 117.551 172.692 172,644 56.333 4 equence file e
eS| Bl < il < (= @ e 5357 1900223 171335 172741 43243 § . i 3 . % CB 28412 ppm EBU Yo
ke = - = i ; gg; ﬁ? égé %;i ;lng% %% g%é gg %gg 4 Special residues PRO::57,114 HIS: C¥3:i103
& - - = : ¥ = i
1 et 1 b e’ pe—. P 6  8.157 121183 170.366 171.190 55.945 51  Seqfile:  Fhome/nachiro/CYANA/PHE/OM_3rd/pha.seq .. | make| Edit CO-1 176818 ppm EBU %
T = || = - ST OIF T OB vE BB EE mie 2R i S cA-1 [55.348 m [80
ki = = 2 I i &im 1oEn 17aEs lesase sTew 4 CHemical shifk talile — ppm | °
- 5 9,382 123.451 17T4.073 174.848 51711 8 7 i s
= = T 5% 118240 172 9m 104 nao o4 ozp 4| Protfilel:  ihomesnaohino/CiYANA/PHE/OR_Srd/pha.prot = IMakei Edit ||| CB-1 53?559 ppm 180 %o
- 7 8.104 120.023 172.716 172.910 51.323 & = e
b 1 o 0 7.060 130243 173.928 172.692 &5.274 gf Correction (ppm): 1H: @00 13C: 00 15H: (00
= 7.814 117.346 170.898 173.903 42.749 84, .
72 39 12]12 14 Jos 0608 oso  55s 127.880 175357 170890 40876 4 NOE peak tahle
S TR %6  5.433 120,153 173.564 175 357 56.702 4 g
|ana v -1 2D 21 GHCWERM €0 §.432 118482 172,810 173540 54.533 g 190 NOESY
El
ML Sanfl B A 8 UHE Lo Dhh S Y fronmssHeay PR
| - 25 MEHRYQE 33 8.008 122.240 1730685 173.758 G53.360 g _
Hncaca.ny L&)z 2n 26 A B 9753 128122 174.897 173710 49.382 1 % peaks file: Fhome/nannireic BA/EIBIaN. arai 5 peaks JMakaI Editl .
15H | 13C- Alnph 13C-Aro | 7 el — - : Correction (ppm): % 0D v: oo Z 0o .. HoAss |
13C-HOESY for aliphatic or full -region
_i Show me more... 3D spectra P 4 @ Co
input file: “homesnachiro/ny_PHE/matri=/c13_ali_000_labelxpk J
_i Recover *.xpk state use spec_name file_name . u P s
z Iann ny | -, 5 _J e L O
] } : peaks file: ihome/nachiro/Cy ANAPHB/OM_3rd/c1 3alipeaks Make| Edit M Sooct AL Rosot|Saect Fos: =
g ¢ et .; PSR | summary| Setp| dlose IHm:al:n ny - "i:l:rrecﬁnn {ppm}: X0 ¥: oo z 0.0 61| sz2| s3| 6al ss5| ss| a7l ma! b3 a0
s Ianncanv i . TALOS aco file m | uz| mal via| ms| si6] E17| 018] M9 | Ee0
HOE list 15 u o | Noe: [52 Show: S 15H 90°
13 e niesuonod | toe: Ji Sy o = T input file:  shomemachira/ny_PHE/matri=pred tah J D21 | 2z | v23| T24| 125 | 126} G27 | C28 D29 E30
Skip peaks: dist<[0.00  dist> [3300 wiol< 000 viol» 9500 i :Mocorr ; :Diag I . ; e e e el T i
Show only: i Mo corr 3 :Diag - output file:  Yhome/nachiro/CY ANAPHE/OM_3rdtalos.aco _j'MakBi EdiLI
- E —_— FA | K2 V43| RM | A45 | L46: E47  C48 H43 | PSO
FPeak 85I (0. 740, 7050, 124.420 ppm): | @ :Use same tol  Tol(deg) Phi: 130.0 Psi:i300 T
Disz:d. 084 viol: 5. 924 - . =
YRGS HEE - GINGD HN  GL0F far - - not Svel! Plugins  ShowStrips FRRsE ot minimal tol(deg): {750 et | o2 | F3] asa kes| Lo ] ae7 | Kkea| aes | ki
** CYANA it files E71| 172 | L73| 74| W7a| E76 E77 | 578, R73 ABO
Res Ho. |15 Jmp ¢ ECPU 10 no. struct: §.TUU_. slep: 10000 no. PDB: §ZU B :Use confine Re1] ve2 | 83| W4 wes| Reei Re7 | ss8| sa | Moo
N Tiig 240 | Fit: (1,117 Tol (ppim) :§’3D4 Xjond | ZioE | 591 | M9z| Pos | Foa| G95| qoe] wer| 98| Ass | Lioo
EHAF 5.875| MakelnitFiles I Edit: CALC.[:yaI i"""cyal N V104 K105/ T106: S107 G108{ P103, 5110,
I | S Srilei
<A a4, 222 : Al procheral sites Reload | Stereo specific assignment Tose AII| Close
A 4. 9851 G AssHll Unass Pro  finish: Data To Acs
1 3D NM-MOEESY 1 {iid T cpl o Gpi stereo Show only | ——
e exsai) Vil o6l 62 stereo W stereo GOS8 (R el
1 3D 3D otherl HEIL Z. 003 131 oDl o2 stereo e
; HEZ 2. 5808 £38 oDl €PZ  sterso 4 ambig
4 3D 3D otherZ e g
e SEs.cgs PR = o 062 stereo .4 dege ot1  1.537
l 3D 3D other3 - e g
" — Hod 6. 71 T degexn HET HEZ  0.011 1.559
| 3D 3D otherd oz 130,973 degen LYs He¢ -0.028 1520
HOZ g, 771 degen ARz HBZ 0002 1.550
4 3D 3D othexs s g L e 0.00¢ 1.549
L . e AR HBZ 0.008  1.556
HEL 6. 591 degen RS HGZ  0.027 1.575
i A T degen IYR 40 HBI -0.0i3 1.530
i HEZ 5. 597 degen L¥s 50 Hp -0.028 1.520
£ HE :Strip: tolx |0.02 ppm tolZ |02 ppm
- i {HOEs: _; Pattem: : i Thres[50 %
Res-Type: TYR (| p|sync-ump s i 3
oL T ” TH-1Hdist ; Detail: PDBl COR
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GIRAFZRAW=RITIFR/ BN EEEREEDRE

[€) GIRAF: Similarity Search for Ligand Binding Sites — Mozilla Firefox.

IrME)  REE T BEE) TybR-HE) W-MD ALIH
& @ paiore/einat/ [0+ Gooele Al &

= =
PDBj GIRAF (beta 4)

Similarity Search for Ligand Binding Sites at Atomic Resolution [Help]

Given a query protein structure, GIRAF searches for ligand binding sites in the PDB that are structurally similar to substructures of the query. As
a query, you can specify a PDB ID or upload your own PDB~formatted flle. For more information, please refer to the help page.

Note: This service is currently under development. Submitted jobs may be terminated
prematurely at any time.

GIRAF query upload

Interface type

@ nonpolymer binding

X-ray structure
 Call types of ligands (nonpolymer, DNA, RNA, peptides, and others)

O PPl (protein-protein interfaces).
 all (ligands + PPD).

lnpu‘(PDBlD,_ Coordinates
orupload a PDB file: [ =@ |

Chain IDs (optional): il (comma-separated muttiple IDs g, “AB"] or “all” are allowed)

Limit target PDB entries (optional): il (comma-separated multiple IDs [e.g, “101m,1a00"] or “all” are allowed ) M od e I | e rg . 1

Number of displayed resutts (optional): [1o0
Your email address (optional)
submit | reset

DB version: 2014-06-21: 688564 interfaces [ m Od e I ed P D B ]

Nomenclature conversion

|  GIRAFinputPDB |

GIRAF search
[ complex PDB listin XML |

XML parsing

extraction of interface

Interface atom lists

FE A AE A L D Ji - 5 R
S0ENEEREEDELREHE HIEEXL/ X2 4




MagRO, GIRAF, CS-ROSETTA, HADDOCK#%
FA L‘TJE"\MK:E 7 JLERFTS AT s

- B
% - 3
R *é - BMRB
S -;.,:::. X-ray structure
§ T . - coordinates
| |
r2es 7 K (>60%Homology)
b2 7 b (free state)
(bound state) Modeller9.1
*°,
CS- ROSETTA -I S \:‘ [ Modeled coordinates ]
CS-Rosetta models GIRAF
(||gand) Amb|gUOUS
Inter-molecular
@h\ ‘8(\ Restraints (A'R) Interface atomS}

( <
Wee %-b ny ‘
|
- Ligand (peptide) + receptor
coordinates + AIR

HADOCCK

IEfEfEE LD
RMSD:1.28A

[ Docked structures




' _ MagRO-ACS Path: nv fkbp

s Y e |

Molecule: ID: Export Chemical shift tabhle for BMRB
Quick setup for BMRB deposition

Chain: il

MakeDirl Job dir: |ﬂya_test

Export TALOS+ input file
Residue:  Man

MagRO-NMRView|ZZEZE SN T-FLYAED 2

" _ FLYA setup module

~- Clear - backbone # all signals Close |

13Ccom: (0.0 ppm CPU:[4

Pick All spectra |

Export/import Flya files
Ty}

Moise Filter |

Atom:
+ & 127 . Export CYANA input files
&F H & .1 Import CYANA calculation results
& ca a0, 622
& HA 5.219
& CE 34.409
F HE 1.733
A Cel 20,898 stereo
+ Helf 0.825 degen
+geZ 21.476 stareo
+ HGZ# 0.896 degen
& c 175.141

[l

If required:  Unfold peaks

<-setup |

Convert xpk--=FLYA |

Export Flya files |

Import FLYA-->BBass | Import FLYA--=ACS

—JU

- X

use spectrum type

W hsqc AutoFick |
W chsqc AutoPick |
W chsqgc-ar AutoPick

o hnco AutoPick |
@ hncaco AutoFick

o hncoca AutoPick |
® hnca AutoFick

W chcaconh AutoPick |
@ hncach AutoFick |
@ hbhaconh AutoFick |
H nl5noe AutoFick |
@ hccht AutoPick |
o c13noe-al AutoFick |
W cl13noe-ar AutoFick |

peak files




Hr51511: easiest sample, af-protein (111a.a.)

105

110-

117

115-

119+

1211

120-

123

125-

125+

127

130-

STFTILDERYEVEDLGD ERBICHRNBRNT LTI




FLYASTE . CYANASTE DFEREIERERE

1H-15N-HSQC, HNCO, HN(CA)CO, HNCACB, CBCACONH
1H-13C-HSQC, HCCH-TOCSY aliphatic (not foleded)
15N-edited NOESY, 13C-edited NOESY (not foleded)

Refined peaks lists M %

Backbone signal assignments :

completeness 99.0% accuracy: 99.0%
All signal assignments :

completeness 94.0% accuracy: 92.7%

NMR#E & & IF fiZ #&:& &~ DRMSD: 0.88A

HEEDORWGUTILDEES. RIFTEEEHTUIT FILIREE
VABEHEFHEEEDEXTRETI S




RS2 SEHEDYTIL, ap-protein (131a.a.)

Sync-jump:
10.4997 |105.8035| Pref
Assign | < | » | none | SavelD
Peaks | + | add| <-> | del
= v
é & o r'y f
- PN %) e ne-jump:
. 118.9833] [ Pref|
A 0 o / Assign| < | > | none | savelD
Peaks + add| <-> del
& @ -
: L -
2 ¢ a
10.04
15.0
&
200
250
10.0 a0 80 7’0
H (pprm)
Draw | Sync

2EWRZEBRL., 7 FILENGYTO—FTHS
= FYENL S BAITEGL ST FILE S




FLYASTE. CYANASTE DR LIEfESE

IH-15N-HSQC, HNCO, HN(CA)CO, HNCA, HN(CO)CA,
HNCACB, CBCACONH,H-13C-HSQC
15N-edited NOESY, 13C-edited NOESY (foleded)

Refined peaks lists +
SPARTA+HZ XA FAlILFET T
GIRAFIZKAEEAETILIEE

Backbone signal assignments :

completeness 90.2% accuracy: 95.0%
All signal assignments :

completeness 79.6% accuracy: 94.2%

NMR#E & & 1F 748 1& D RMSD:1.13A

HEOBLWYUTILDGETLRIFLEETLBENFIONNIENMRY T FILDIRE.
AR EEERZRENCERHR THELICENE RS,




BMRBA D & 8% X iR HE . EEXRIDLF L TMEDHERE

" _ Export Chemical shift table for BMRB

Load Acs | Check Acs | Close |
Exportﬁle:ldemo.str o | Save |
correction 1H: |0.0 13C: |00 13NM: |D.D
Error 1H: 0.03 13C: |03 15M:
W Increasing _| Decreasing Don't show W :ng Close
W Unset stereo —I
AtomMo ResMo ResTp AtomTp Shift 3TD Ambig HSQC HHNCO
AtomNol ResNol ResTpl AtomTp | Shifi
E23 44 LERG HGL 0.66 35.41 ambig = = N
145 16 1ys CG 20.5| 524 44 RRG HGZ2 0.16 5.26 ambig = =
146 1l Lys HEGL 0.8 526 44 ARG HO1 2.35 3.39 ambig - -
147 16 LY: HG2 i " e . s To——
148 16 LYS co zef 8| 592 51 aLv W 129.823 4.64 = =B == h < —E -
149 16 L¥s HD1 .|| 593 51 aLy HN  6.71% 2.20 = B = SR L I -
150 16 LYS HD2 |l ] L1 =k = =2 El F. L]
151 16 L¥S CE 38,1 724 64 GLY Ch 40,938 3.09 - - 1tlgll: 1—5 :t —
152 16 LY® HEL 2.5 738 &6 PRO Hn  3.027 3.84 - - 7 I\ g =”
155 16 Ly HE2  2.7|| 743 66 ERO HZL  0.837 3.04 ambig - i =] A/e 7N
154 16 L¥S ¢ 172.7|| 750 67 THER HI 6.13 3.45 - -
155 17 L¥S N 130.2/| 781 70 ALRL HI 2,666 3,80 - -
156 17 LY HN 7.0 783 70 ALRL HE# 0,494 3.54 degen -
157 17 L¥S on RER.Z 791 71 FRO HE1 0,857 3,54 ambig -
158 17 LYS HA 2. 0| 814 73 THE N 127.895 2.42 - -E
159 17 1¥s cB  30.8| 815 73 THE HM 7.38  1.44 - -E -
160 17 L¥S HE1 1.0 208 80 FHE CE2 127.109 3.60 degen = = |
91z 50 FPHE = = — =
16l 17 L¥E HEZ -0.3 :
ACS Edit _ X
162 17 Lv ce 21.7| 916 81 RSP ot
163 17 L¥S el @ogleoce 97 HEC GLY51-N - Save | Closel
164 17 L¥s HGZ 1.133 0.82 ambig
Hssign-Type
_| Erase Chemical Shift hsqc  Sync-jJump: - X

125523 lppml v x & ~ 2 e sy s ] one 5 ] ]
fuIdID_x jj’ up - dwn

out of standsrd shife.
Signral seems to be Falded. J

71
GLYS1-EN - Save | Clusel =S

Assign-Type 15N 90°5> | Jump |

E
- Erase  emical Shift 104

IE.?13 [ppm] -~ % & v -2
fuIdID_x jj + up - dwn 70 89

Signal seems to be Folded.
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fit_robot: AL D

Inter—atomic distance
varianace matrix (IVM)

J? ?F‘sﬁ f‘tE

'!

300

250 47

w004 o . @B

R T

150 4% 5 S @ ‘-"-’

100

50

AR (KADH)TERR

%@ﬁﬂW@Tﬂ

'-.'_'f 'r‘ ‘ﬂ'| B RITREMBA

g0t | w7 aelTEE | n—

Fit robot ver 022 11, PubMed)IC L2 T /7))

Jey 1.0 @EEH__\

Y O o2

i

e 11 @IET_\

I DL

G

http://pdbj.org/emnavi/viewtop.php

d
d

ERENEZEBEIRIT

Kobayashi, N., 2014 J Biomo/ NMR

BRI TRI—H2DRAS

2.000

77Z’5“)/7




Y—ILED NS A NMRT

) PDBj-BMRB portal site — Top page ja — Mozilla Firefox

IME REE F®EW EEQ M-0E v-MD AT

00lBox

=lolx|

& btbdep protein osaka-uacip

2§ - Gocels 2| &

PDBj
L BMRB

PDBj-BMRB T(HEF=5 FONMRERS

aRORER

BMRB Simple Search Deposit Data

—HDBEBT  REEPDBIVIL—TO—BEL T TET,
BMRBT(X9590# DT > ~UHFIATZEY (2014-06-18 00:00 UTC / 09:00 18T)

HA:E English f& 8 =0 4l

(]

googleZiET
"BMRB osaka" *#
L TL=&Y

BMRB Database

Retrieve entry by BMRB accession No. Ayl
T
search i

ADIT-NMR

DBj-BMRE portal
B REE FR0) BES Jeiw-NE

| TN
NMR Tool Box — M

W=IT) AL

& seression nurmber O Deposition code
ERECIERREAC NS TRE S DI MIETEST
Retrieve by keywords [Google]

search

& BMRE Database O www

EEERT — fod

SMS-Dep

Contents
Overview of the Submitting ADIT-NMR or
Submission Process data SMS-Dep
BMREI(F— &) 070 FHRLHT RADIT-NMRD EEBERRTEIATS
— - oo e T
NMR Tool BOX - BERBxTool and Tool List {
‘l BRRBoTool

ARSI Y —IL ialidation W/ —)|-

ok — iRy POt

- POBj-BMRE &/ —J,

Information

Dec. 9-2013 EIcEA+SF ENFEFS (12830-50) T—ABRETVELE
Oct. 30-2013 FSIEAFEMNEFaFs (1082800 733k
Jun. 20-2013 wwPDB [CEHRS MU NMRIBE DI 10000 ICEE L= Lz, (1
Feb. 04-2013 201342 56 HIXE CADIT-NMR(C TPDBCEIRE 113 BEL BT -

€

bmibdep ipr pdbjorefen/mmrtoglboz

PDBj
E BMRB

NMRToolBox

1.MagRO-NMRView

Support toals for NMR data analysis warking with NMRView(C-version)
Old versian of KUJIRA can be available from RIKEN
(The version waorking with NMRViewl8 is in preparation)

Kobayashi et af,, 2007 J.Bjomof NMR
Kobayashi et al,, 2012 J. Biomol NMR

2. SPARTA validation tool
A command line based validation tool for NMR structure
Kobayashi et af,, 2012 J. Biomol NMR
3. BMRB deposition support plug-ins for MagR0O (upon request)

Useful tools for depaosition of NMR data to BioMagResBank, make_macro, Add_inf and Ed_BMRB
A cammand line based validation toal for NMR structure

Kobayashi et al, 2012 ). Biomol Ni9R
4. MagRO-Sparky (coming soon)

Support toals for NMR data analysis warking with Sparky

5. MagRO-Assign {under construction)
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